Optimized structures

Transition energies
The natural transition orbitals are computed based on the ADC(2) computations. They are used only in a qualitative way (although the transition weights are given), given that they were computed by neglecting correlation effects in the ground state and the double excitations in the excited states. Transition energies, corresponding oscillator strengths and relaxed dipole moments (for the selected methods) are listed in the tables below (see the main text for computational details). The ADC(3) estimate values are obtained as ADC(3)/aug-cc-pVDZ minus Δbasis_set, where Δbasis_set corresponds to the energy difference E(aug-cc-PVTZ)-E(aug-cc-pVDZ) at the ADC (2) 
COMPOUND VIII
The distinction between La and Lb (both states correspond to the same Bu irrep) is more challenging for compound VIII. Based on the nodal structure of the natural orbitals and the effect of the Tamm-Dancoff approximation we characterize the lower energy state as La and the higher energy state as Lb. Note that ADC(3)/aug-cc-pVDZ puts most of the intensity on the higher state, while it is the opposite for TDDFT and CC2/ADC(2). Distribution of the oscillator strengths is subtle, for instance CC2 predicts brighter S1 state, while closely related SOS-CC2 
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